LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4._456 247 251 264 rVB 716833 1390720 59.96% 6.953%
2 4.947 291 294 296 rBV 1837287 2255996 97.27% 11.280%
3 6.056 388 391 393 rBV 1989515 2290588 98.76% 11.453%
4 6.159 397 400 402 rBV 1867942 2231338 96.21% 11.156%
5 6.387 418 420 422 rBV 443767 377052 16.26% 1.885%

6.547 431 434 436 rBV 1404004 1645183 70.94% 8.226%
6.970 468 471 473 rBvY 970972 1471081 63.43% 7.355%
7.679 530 533 535 rBvV 491303 492429 21.23% 2.462%
8.765 624 628 630 rBV 1856400 2319275 100.00% 11.596%
9.165 660 663 665 rvB 303637 295129 12.73% 1.476%

=
QO ~NO®

11 9.416 682 685 687 rVB 586447 515586 22.23% 2.578%
12 10.193 751 753 756 rBv2 920011 1236809 53.33% 6.184%

13 10.353 765 767 772 rBV 20922 27092 1.17% 0.135%
14 10.879 811 813 815 rBV 640208 526817 22.71% 2.634%
15 11.154 835 837 841 rBvV 33086 60350 2.60% 0.302%
16 11.222 841 843 845 rVB 20148 25928 1.12% 0.130%
17 11.451 861 863 867 rBv2 61956 86943 3.75% 0.435%
18 11.531 869 870 873 rvVB 21230 26730 1.15% 0.134%

19 12.468 949 0952 954 rBV 1763504 1678674 72.38% 8.393%
20 13.394 1030 1033 1039 rBV 123815 247108 10.65% 1.236%

21 13.485 1039 1041 1044 rVvVv 450755 415167 17.90% 2.076%
22 14.800 1153 1156 1158 rBV 313073 326256 14.07% 1.631%
23 15.257 1193 1196 1207 rBV3 16481 58205 2.51% 0.291%

Sum of corrected areas: 20000456
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081324.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4._.46 73.77 ng 1390720 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (4.456 min): BF081324.D (-247) (-) m/z 43.05 100.00%
43
59
5000
101 H U L IR
4.20 4.40 4.60 4.80
b 3l S8l e 8 | h77 T59.10  59.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 460 480
m/z 58.10 15.19%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
420 440 460 480
5000 m/z 101.10 15.11%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L L L L L LB B
59 4.20 4.40 4.60 4.80
m/z 41.10 8.92%
5000
a1 101
15 81 53 69 83
0"'l""|""'N“'“l"'"'l“‘l“i""‘l""l""'|'"'l""l' U UL L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.16 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.16 118.36 ng 2231340 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 400 (6.159 min): BF081324.D (-397) (-) m/z 132.10 100.00%
132
5000 68
40 % J 580 600 620 640
54 : : : :
o qrer |wsus o n/z 68.10  41.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 I SARSE RSN UL L
5.80 6.00 6.20 6.40
2 78 m/z 134.10 33.75%
0 ‘ L1 H I ‘ !
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 580 600 620 640
5000 gg 116 m/z 66.10 27.52%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132 5.80 6.00 6.20 6.40
m/z 69.10 16.58%
117
5000
29 91
A
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e A e —
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 580 6.00 620 640

8270-BF090115.M Wed Sep 02 17:58:37 2015 S

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 5-Octadecene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

1115 2.20ng 60350  Phenanthrene-di0 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-octadecene, (E)- 252 C18H36 007206-21-5 90

2 Pentafluoropropionic acid, dodec. ..

3 Trifluoroacetic acid,

n-heptadec. ..

332 C15H25F502
324 C17H31F302

006222-04-4 87
1000216-79-2 86

1000280-07-7 78
1000280-07-5 78

416 C21H37F502
374 C18H31F502

4 Pentafluoropropionic acid, octad...
5 Pentafluoropropionic acid, penta...

Abundance Scan 837 (11.154 min): BF081324.D (-835) (-) m/z 55.10 100.00%
41 69 83
97
5000
111 Trrrrryrrrryrrrryrrrrj[|1
| 125 10.80 11.00 11.20 11.40
Oty T T T T T m/z 43.10 98.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-
55
43
69 83
5000 97 LA L L L L L L L L L
10.80 11.00 11.20 11.40
29 111 m/z 57.10 96.16%
o J 1l Il | 125139 154168181195 204 252
w.“.“..,..w.”.“.”,”...”...”  RREREEESE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
10.80 11.00 11.20 11.40
5000 m/z 41.10 78.89%
29 70 83
97
111924 140 168
e e R L AR R e s s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester
43 10.80 11.00 11.20 11.40
57 m/z 69.10 73.16%
5000
3
1 97
111
0 H\ I8 \‘ H \‘\ “\ 125 140152 182 210
e e e e

80 100 120 140 160 180 200 220 240

m/z--> 20 40 60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 3.30 ng 86943 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Amyl Nitrite 117 C5H11NO2 000110-46-3 38
4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 22
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 22
Abundance Scan 863 (11.451 min): BF081324.D (-861) (-) m/z 43.10 100.00%
‘73
5000
85 o7 129 UL SUNILE B BN SUM
115 157 171 213 11.20 11.40 11.60 11.80
o} m/z 57.05 91.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 a3 LR SULIULE I BN SUM
11.20 11.40 1160 11.80
29 129 143 m/z 60.00 90.02%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,....,....‘ wo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
" 11120 1140 1160 11.80
5000 m/z 73.00 81.31%
29 129
" 101 115 143 o 172
O e e S Mt
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8234: Amy! Nitrite ....,....,..ﬂ.,.ﬁ..,”.
29 41 57 11.20 11.40 11.60 11.80
m/z 55.10 76.63%
5000 7
0 15 ‘H ‘MH ol 8 102 117
m/z--> 25 40 60 éo 100 120 140 160 180 200 11.20 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecen-1-ol, trans-9- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

13.39 11.90 ng 247108 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 90
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
3 1-Tetracosanol 354 C24H500 000506-51-4 87
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 1000280-07-5 80
Abundance Scan 1033 (13.394 min): BF081324.D (-1030) (-) m/z 57.10 100.00%

7
83
5000
111
3 139 13.00 13.20 13.40 13.60 13.80
(o} m/z 55.10 85.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82594: Hexadecen-1-ol, trans-9-
41
69

5000
13.00 13.20 13.40 13.60 13.80

m/z 43.10 82 .38%

Obrrrrrer it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83

13. 00 13. 20 13. 40 13 60 13.80

5000 m/z 83.10 65.67%
29 111
o 139 168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol B
43 13100 13.20 13.40 13.60 13.80

m/z 97.10 54 .52%

5000 83
18
| L e 140 168 196 238 266 308 336

I l\
T T Iy LI L L L L L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13. 40 13 60 13 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/I1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Trichloroacetic acid, tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.57 ng 58205 Perylene-d12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
2 1-Docosene 308 C22H44 001599-67-3 86
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
Abundance Scan 1196 (15.257 min): BF081324.D (-1193) (-) m/z 57.10 100.00%
97
83
4]
5000
111
208

15.00 15.20 15.40 15.60
m/z 55.10 92.92%

Orrrrrrrr et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecyl ester

43

83

15.00 15.20 15.40 15.60
m/z 43.10 78.38%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
N IR S
97 15.00 15.20 15.40 15.60
5000 71 m/z 83.10 71.94%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ,'\
Abundance #129668: Dichloroacetic acid, tetradecyl ester R EEmEE R L
43 15.00 15.20 15.40 15.60
83 m/z 69.10 65.77%
5000 /\
2
o.nptﬂnw AA...”A”....” —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090115\
Data File : BF081324.D

Acq On : 2 Sep 2015 1:46

Operator : UM/1Z

Sample : G3479-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._46 73.8 ng 1390720 1 6.39 377052 20.0
unknown6.16 6.16 118.4 ng 2231340 1 6.39 377052 20.0
5-Octadecene, (E)- 11.15 2.3 ng 60350 4 10.88 526817 20.0
Undecanoic acid 11.45 3.3 ng 86943 4 10.88 526817 20.0
Hexadecen-1-ol, t... 13.39 11.9 ng 247108 5 13.49 415167 20.0
Trichloroacetic a... 15.26 3.6 ng 58205 6 14.80 326256 20.0
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